A study of some decomposition schemes of the molecular energy into one-and twocenter contributions published in the above mentioned journal highlights the importance of a 'dilemma' raised in such decompositions. Even more, it has been recently assigned a prominent role in the promotion energy mechanism. This critical comment clarifies the validity of such a 'dilemma'.
µ∈A,ν∈B
in which the superscripts (1) and (2) stand for models 1 and 2, respectively. In these formulas µ, ν, ρ, τ, .... are non-orthogonal atomic orbitals which constitute the basis set.
is the one-electron term of the Hamiltonian related with the atom A, being T the kinetic energy operator and convention. Notation µ ∈ A indicates that orbital µ is centered on the atom A.
We have tested the behavior of both models studying the dissociation of the ethane molecule (eclipsed in its singlet ground state) into two methyl groups. The calculations have been performed using the GAMESS package [3] at the same level of approximation (restricted Hartree-Fock (RHF)) with the same basis set (6-31G**) that were used for this system in Ref.
[1]. The results are gathered in Fig. 1 , where the distance dependence of the two-center energy component E CC is reported for the two schemes. Both curves differ in the value of their energy minimum and in its localization.
The partitioning of the kinetic energy into one-and two-center contributions (model 
